Figure S1. Molecular electrostatic potential map for 5-iodocytosine (C I ) showing the electropositive crown of the highly polarizable iodine atom involved in halogen bonding interactions. The electrostatic potential surface was generated by mapping the electrostatic potential onto the molecular electron density surface (0.002 electron/Å 3 ). The molecular electrostatic potential energy values range from -25 kcal/mol for values of negative potential (red) to +25 kcal/mol for values of positive potential (purple).
